Single-crystal X-ray study T = 150 K Mean '(C±C) = 0.003 A Ê R factor = 0.052 wR factor = 0.114 Data-to-parameter ratio = 11.9
Comment
In the course of a polymorph screen performed on 5-¯uorouracil, three solvates were discovered; the crystal structure of one of these solvates is reported here.
The title compound, (I), crystallizes in the space group P1 with two molecules of 5-¯uorouracil and one-half molecule of 1,4-dioxane in the asymmetric unit (Fig. 1) . The 1,4-dioxane molecule is located on a crystallographic centre of symmetry.
Four distinct NÐHÁ Á ÁO hydrogen bonds occur in the crystal structure (Table 1) . Both the crystallographically independent 5-¯uorouracil molecules are present as centrosymmetric hydrogen-bonded dimers. One dimer contains the hydrogen bond N3ÐH3Á Á ÁO7 ii (symmetry codes are given in Table 1) , with a donor±acceptor distance of 2.857 (2) A Ê , while the other dimer contains the hydrogen bond N13ÐH13Á Á ÁO18 iii [2.824 (2) A Ê ]. These dimers are linked, forming ribbon-like structures, by N1ÐH1Á Á ÁO17 i hydrogen bonds. Adjacent ribbons of 5-¯uorouracil molecules are linked, forming sheets parallel to the (211) planes via 1,4-dioxane molecules which act as N11ÐH11Á Á ÁO21 [NÁ Á ÁO = 2.746 (2) A Ê ] hydrogen-bond bridges (Fig. 2 ).
Experimental 5-Fluorouracil was obtained from the Aldrich Chemical Company Inc. The crystals were grown by solvent evaporation of a saturated solution of 5-¯uorouracil in 1,4-dioxane. 
Crystal

Data collection
Bruker SMART APEX diffractometer Narrow-frame 3 scans Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.947, T max = 0.995 5320 measured re¯ections 2741 independent re¯ections 2131 re¯ections with I > 2'(I) R int = 0.029 max = 28.3 h = À9 3 9 k = À11 3 11 l = À13 3 13
Re®nement
Re®nement on F 2 R[F 2 > 2'(F 2 )] = 0.052 wR(F 2 ) = 0.114 S = 1.08 2741 re¯ections 230 parameters All H-atom parameters re®ned
where P = (F o 2 + 2F c 2 )/3 (Á/') max < 0.001 Á& max = 0.33 e A Ê À3 Á& min = À0.33 e A Ê À3 Table 1 Hydrogen-bonding geometry (A Ê , ). Symmetry codes: (i) xY 1 yY z; (ii) ÀxY 1 À yY 1 À z; (iii) 1 À xY 1 À yY 1 À z.
All H atoms were located in a difference map and were re®ned isotropically. CÐH distances were in the range 0.93 (2)±1.00 (2) A Ê and NÐH distances were in the range 0.83 (3)±0.91 (2) A Ê .
Data collection: SMART (Bruker, 1998) ; cell re®nement: SAINT (Bruker, 1998) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to re®ne structure: SHELXL97 (Sheldrick, 1997); molecular graphics: CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: SHELXL97. The hydrogen-bonded sheet structure, viewed along the a axis. Ribbons of 5-¯uorouracil molecules are joined by 1,4-dioxane-mediated interactions, forming the sheet structure. Dashed lines indicate hydrogen bonds. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) 0.0092 (7) −0.0015 (6) N1 0.0261 (10) 0.0149 (9) 0.0155 (9) 0.0021 (7) 0.0035 (8) −0.0032 (7) N3 0.0236 (10) 0.0126 (9) 0.0150 (9) 0.0014 (7) 0.0056 (7) 0.0010 (7) supporting information sup-3 0.0314 (9) 0.0136 (7) 0.0202 (8) 0.0001 (6) 0.0071 (7) 0.0006 (6) O18 0.0297 (8) 0.0166 (8) 0.0183 (7) 0.0001 (6) 0.0109 (6) 0.0031 (6) N11 0.0221 (9) 0.0147 (9) 0.0132 (8) 0.0016 (7) 0.0077 (7) 0.0047 (7) N13 0.0233 (9) 0.0150 (9) 0.0116 (8) 0.0022 (7) 0.0064 (7) 0.0002 (7) 
